Hydroxyurea (HU) is a substance used in cancer chemotherapy for many years, but it has several disadvantages, such as short half-life, extremely polar nature, the rapid development of resistance and so on. To obtain more potent compound, we
The asymmetric unit of the crystal structure of the title compound, C 8 H 9 ClN 2 O 2 , contains four independent molecules. The dihedral angles between the urea N-(C O)-N planes and the benzene rings are 83.3 (3), 87.8 (1), 89.1 (1) and 17.5 (2) in the four molecules. Extensive N-HÁ Á ÁO hydrogen bonding is present in the crystal structure.
Related literature
For general background to the design and synthesis of hydroxyurea derivatives and their in vitro antitumor activity, see: Mai et al. (2009) . For related structures, see: Armagan et al. (1976) ; Nielsen et al. (1993) ; Berman & Kim (1967) ; Howard et al. (1967) ; Larsen & Jerslev (1966) ; Thiessen et al. (1978) ; Yoshitaka et al. (1993) .
Experimental
Crystal data 
Data collection
Bruker APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.856, T max = 0.982 9908 measured reflections 6533 independent reflections 3124 reflections with I > 2(I) R int = 0.029 Refinement R[F 2 > 2(F 2 )] = 0.047 wR(F 2 ) = 0.094 S = 1.01 6533 reflections 469 parameters H-atom parameters constrained Á max = 0.23 e Å À3 Á min = À0.24 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) x þ 1; y; z; (iii) x À 1; y; z; (iv) Àx; Ày þ 2; Àz þ 1; (v) Àx þ 1; Ày þ 2; Àz þ 1.
Data collection: APEX2 (Bruker, 2004) ; cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997); software used to prepare material for publication: SHELXL97.
have designed and synthesized HU derivatives, and evaluated their in vitro antitumor activities in our previous work (Mai et al., 2009 ). Here we report the crystal structure of the title compound, 3-chlorobenzyloxyurea.
The structure of 3-chlorobenzyloxyurea is shown in Fig. 1 . The conformations of the N-O and C=O bonds are opposite to each other, similar to that observed in N-hydroxyurea (Howard et al., 1967; Thiessen et al., 1978; Armagan et al., 1976; Berman et al., 1967; Larsen & Jerslev, 1966) , 1-hydroxy-1-methylurea, 1-hydroxy-3-methylurea (Nielsen et al., 1993) , N-(6phenoxy-2H-chromen-3-ylmethyl)-N-hydroxyurea (Yoshitaka et al., 1993) and 1-(2-fluorobenzyl)-1-(2-fluorobenzyloxy) urea (Mai et al., 2009 ). The bond parameters are similar to 1-(2-fluorobenzyl)-1-(2-fluorobenzyloxy)urea (Mai et al., 2009) .
The asymmetric unit of the title compound contains four independent molecules. The dihedral angles between the urea N- In the crystal structure, molecules are linked through intermolecular N-H···O hydrogen bonds, forming the zigzig chain.
Experimental
The title compound was synthesized by hydroxyurea (0.026 mol) with 3-chlorobenzyl chloride (0.034 mol) in methanol (80 ml) in the presence of potassium hydroxide (0.034 mol). After refluxing for 13 h, solvent was removed under reduced pressure at 308 K. The resulting crude solid was filtered and washed in trichloromethane, then recrystallized in acetone and trichloromethane solution (5:2), filtered and dried. Colorless platelet single crystals of the title compound were recrystallized from the mixed solvent acetone and n-hexane (5:10).
Refinement
H atoms were placed in calculated positions with N-H = 0.90 (imino), 0.86 Å (amino), C-H = 0.93 (aromatic) and 0.97 Å (methylene), and refined in riding mode with U iso (H) = 1.2U eq (C,N). 
